 Validation of Pharmacophore model: A good correlation was found to exist between best fit values and pIC 50 values  Structures were drawn using Sybyl7.1 installed on Silicon Graphics Fuel workstation.
Relation between pIC 50 and Fit values  Molecular Docking  Reported inhibitors were docked in the developed homology model of MurC ligas enzyme, within a distance of 10 Å of the active site as predicted by LigPlot of PDBsum software.  Most of the inhibitors were found to undergo interactions with 3 key residues i.e. Gly125, Lys126 and Arg332  There was a satisfactory correlation between IC 50 and Glide Score (GScore) of Docking  Structures were drawn using Sybyl7.1 installed on Silicon Graphics Fuel workstation.
 All molecules were minimized with Powell's conjugate gradient method using MMFF94 force field.
(b) Pharmacophore mapping  3D-QSAR ligand based pharmacophore model was generated using transition state inhibitors and pulvinone series reported in literature.  HipHop Pharmacophore model was developed using Catalyst module of Accelrys Discovery Studio 2.5.  50 molecules were divided into 3 classes: Active, Moderately active and least active.  Training set constituted of 10 molecules and remaining molecules were assigned to test set.  The model was then validated using test set and the model was used for virtual screening of Zinc database and Maybridge database.  The hits obtained from above were subjected to molecular docking studies.
(c) Molecular Docking
 Molecular docking was performed using Glide 4.5 module of Maestro 8.5.207.  Poses which are closest to the bound ligand in template protein crystal structure (1P31) were selected for the analysis. 
Results and Discussion
 The Pharmacophore mapping of MurC ligase inhibitors yielded a map with following features: one ring aromatic, two acceptors, one hydrophobe with a fit value of 4 and a score of 130.14 ( Fig. 3) .  
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